Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.126; data-to-parameter ratio = 15.2. organic compounds o3186 Martínez et al.
The title compound, C 11 H 16 O 3 , was obtained by reaction of dimedone, 5,5-dimethylcyclohexane-1,3-dione, and -chloroacetone. The cyclohexenone ring exhibits an envelope conformation with puckering amplitudes Q = 0.433 (2) and È = À109.0 (3) . The 2-oxopropyl fragment is almost perpendicular to the cyclohexanone ring [dihedral angle = 77.72 (8) ]. In the crystal, the molecules are linked to each other through O-HÁ Á ÁO hydrogen bonding, building a chain parallel to the b axis.
Related literature
The title compound is used in the synthesis of heterocyclic compounds. For the general synthesis of various heterocyclic compounds, see: Knorr (1884); Paal (1885) ; Martínez et al. (1995 Martínez et al. ( , 2002 Martínez et al. ( , 2006 . For related structures, see: Nagarajan et al. (1986) ; Schaeffer & Vince (1962) ; Selvanayagam et al. (2003) . For puckering parameters, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ). (14) 1.692 (14) 2.5685 (16) 176.9 (18) Symmetry code: (i) Àx þ 2; y À 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 1999) ; cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: ORTEPIII (Burnett & Johnson, 1996) , ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXTL. (Martínez et al., 1995 (Martínez et al., , 2002 (Martínez et al., , 2006 .
Structure Reports Online
In the title compound, The cyclohexenone ring adopt an envelope conformation with overall puckering amplitudes Q 0.433 (2) and Φ = -109.0 (3) (Cremer & Pople, 1975) , with the keto-enol (O1-C1-C2-C3-O2) fragment planar and the acetonyl moiety is almost perpendicular to this plane making a dihedral angle of 77.72 (8) ° (Fig. 1 ). Distances and angles agree with values reported in related compounds ( Nagarajan et al., 1986; Schaeffer & Vince, 1962; Selvanayagam, et al., 2003) In the crystal the molecules are linked to each other through O-H···O hydrogen bonding building a chain parallel to the b axis (Table 1) .
Experimental
A slurry of dimedone (0.01 equiv), chloroketone (0.01 equiv), and anhydrous potassium carbonate (0.01 equiv) in chloroform was kept stirred at room temperature for 48 h. The mixture was filtered; the insoluble salts were dissolved in water and the filtered solution was made acidic with concentrated HCl. The precipitate was filtered off and washed with water. Yield 70%. The Melting point (uncorrected) was determined on a Melt-Tem II melting points apparatus: 406-407 K. (Martínez et al., 2006) . The title compound (I) was obtained as suitable crystal for X-ray analysis after recrystallization of the solid Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.96277 (13) 0.77843 (7) 0.23295 (14) 0.0636 (4) (8) C1 0.0586 (9) 0.0313 (7) 0.0510 (8) 0.0022 (6) 0.0213 (7) −0.0002 (6) C2 0.0489 (9) 0.0356 (7) 0.0451 (8) 0.0023 (6) 0.0130 (7) −0.0011 (6) C3 0.0486 (8) 0.0330 (7) 0.0474 (8) −0.0033 (6) 0.0171 (7) −0.0039 (6) C4 0.0524 (9) 0.0362 (7) 0.0527 (8) 0.0045 (6) 0.0162 (7) 0.0032 (6) (12) 0.0604 (10) −0.0016 (9) −0.0008 (9) 0.0026 (9) Geometric parameters (Å, °) 
